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1-Geometry Optimization of trimers
The HOMO energy is influenced by the nature of the substituents, the dihedral angles along the chain, and the polarization effect in the solid state. Due to the generally very weak inter-ring twisting potentials, the difference between the gas phase-and solid state dihedral angles is expected to increase with the increasing dihedral angles across the series (Table S1) Qx-OMe Figure S1 : Evolution of the HOMO-6 to LUMO+8 energy levels corresponding to prodot , diprodot, and the substituted quinoxaline compounds (B3LYP/6-31G(d,p) level in "gas phase"). The relative HOMO-LUMO energy gaps as compared to the nonsubstituted compound are also indicated (E g ). All values ate in eV. 
